LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\
Data File : BF109625.D
Aca On : 5 0ct 2018 22:56 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF092218 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 4.893 474 477 490 rVB 39423 59585 3.91% 0.250%
2 5.322 546 550 572 rBVY 1164003 1308802 85.88% 5.499%
3 6.351 721 725 742 rBVY 1289952 1506929 98.88% 6.331%
4 6.475 742 746 766 rVB 1540858 1523936 100.00% 6.403%
5 6.704 781 785 794 rBV 484549 547242 35.91% 2.299%
6 6.857 807 811 827 rBVY 1162586 1075974 70.60% 4.521%
7 7.263 876 880 897 rBV 854158 925250 60.71% 3.887%
8 7.981 999 1002 1021 rBV 740372 794391 52.13% 3.338%
9 9.057 1181 1185 1198 rBVvV 1517797 1371292 89.98% 5.761%
10 9.157 1198 1202 1210 rVB2 15316 27285 1.79% 0.115%
11 9.322 1225 1230 1238 rBVY 22688 34112 2.24% 0.143%
12 9.392 1238 1242 1244 rVV 47967 44379 2.91% 0.186%
13 9.416 1244 1246 1249 rVvV 30182 28746 1.89% 0.121%
14 9.451 1249 1252 1258 rVvVv 132364 123279 8.09% 0.518%
15 9.510 1258 1262 1268 rvVvv2 22408 31639 2.08% 0.133%
16 9.592 1272 1276 1282 rBV 66621 62993 4.13% 0.265%
17 9.727 1293 1299 1303 rBVY 775389 723773 47 .49% 3.041%
18 9.763 1303 1305 1315 rvB2 56981 67203 4_.41% 0.282%
19 9.933 1331 1334 1339 rBV 77340 82060 5.38% 0.345%
20 10.045 1349 1353 1356 rBV3 25171 27355 1.80% 0.115%
21 10.275 1389 1392 1398 rBv2 128119 138298 9.08% 0.581%
22 10.433 1416 1419 1424 rVB 50246 46868 3.08% 0.197%
23 10.516 1429 1433 1446 rBV 803930 839563 55.09% 3.527%
24 10.639 1451 1454 1461 rVB3 23329 26539 1.74% 0.112%
25 10.822 1478 1485 1488 rBV2 40464 51373 3.37% 0.216%
26 10.951 1504 1507 1509 rBV2 31925 28789 1.89% 0.121%
27 11.016 1516 1518 1523 rVB3 31771 32964 2.16% 0.138%
28 11.063 1523 1526 1529 rVvVv 33702 38669 2.54% 0.162%
29 11.104 1529 1533 1541 rVB 45450 64781 4.25% 0.272%

30 11.210 1547 1551 1553 rBV 580534 620219 40.70% 2.606%

31 11.233 1553 1555 1560 rvVv 740431 656273 43.06% 2.757%
32 11.286 1560 1564 1568 rVV 196289 228562 15.00% 0.960%
33 11.322 1568 1570 1576 rVB3 23082 28424 1.87% 0.119%
34 11.445 1587 1591 1599 rBV2 37544 69490 4_.56% 0.292%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\
Data File : BF109625.D
Aca On : 5 0ct 2018 22:56 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 11.710 1632 1636 1638 rBV 110247 103400 6.79% 0.434%

36 11.739 1638 1641 1646 rvVv2 188935 223728 14.68% 0.940%

37 11.786 1646 1649 1651 rVvV 76571 78398 5.14% 0.329%
38 11.816 1651 1654 1657 rVV 157244 197172 12.94% 0.828%
39 11.839 1657 1658 1664 rVB 94499 83769 5.50% 0.352%
40 12.004 1683 1686 1689 rBVY 64964 59268 3.89% 0.249%
41 12.151 1706 1711 1714 rBV 26832 28464 1.87% 0.120%
42 12.257 1725 1729 1732 rVV 63639 74070 4._86% 0.311%
43 12.292 1732 1735 1737 rVV 44743 59396 3.90% 0.250%
44 12.310 1737 1738 1741 rVV 34738 31415 2.06% 0.132%
45 12.339 1741 1743 1749 rVB2 51494 66378 4_36% 0.279%
46 12.416 1752 1756 1762 rBV 782810 731410 47.99% 3.073%
47 12.510 1769 1772 1776 rVV 53076 56063 3.68% 0.236%
48 12.563 1778 1781 1789 rVB4 30614 49850 3.27% 0.209%
49 12.639 1789 1794 1798 rBV2 629660 739402 48.52% 3.107%
50 12.692 1801 1803 1809 rVB2 55809 73180 4._80% 0.307%
51 12.763 1811 1815 1816 rBV 63706 54728 3.59% 0.230%

52 12.786 1816 1819 1826 rVB 1104261 995116 65.30% 4.181%
53 12.863 1826 1832 1836 rBV2 72532 120306 7.89% 0.505%
54 12.945 1843 1846 1848 rBV2 58546 70918 4._.65% 0.298%
55 12.968 1848 1850 1854 rVB 151450 144068 9.45% 0.605%

56 13.033 1854 1861 1864 rBV 123464 143713 9.43% 0.604%
57 13.074 1864 1868 1875 rVB 118956 165334 10.85% 0.695%

58 13.163 1880 1883 1886 rVB 52131 45818 3.01% 0.193%
59 13.198 1886 1889 1897 rVB3 52311 70343 4.62% 0.296%
60 13.274 1898 1902 1908 rVB5 14943 29447 1.93% 0.124%
61 13.368 1912 1918 1920 rBV5 39194 66967 4_.39% 0.281%
62 13.451 1929 1932 1934 rBV3 28217 30411 2.00% 0.128%
63 13.480 1934 1937 1941 rVB 64731 79621 5.22% 0.335%
64 13.586 1950 1955 1957 rBV2 90499 108428 7.11% 0.456%
65 13.610 1957 1959 1962 rVvV 62753 57094 3.75% 0.240%
66 13.633 1962 1963 1965 rVvVv 33503 26756 1.76% 0.112%
67 13.686 1969 1972 1980 rVB2 143648 178796 11.73% 0.751%
68 13.757 1981 1984 1990 rVB2 22666 30192 1.98% 0.127%

69 13.833 1990 1997 2000 rBV2 882146 1243390 81.59% 5.224%
70 13.863 2000 2002 2010 rVB 369013 377043 24.74% 1.584%

71 13.939 2010 2015 2017 rBVZ2 46568 49153 3.23% 0.207%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\
Data File : BF109625.D
Aca On : 5 0ct 2018 22:56 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 13.980 2017 2022 2024 rBV3 42862 48912 3.21% 0.206%
73 14.063 2034 2036 2039 rVvVv 52875 64543 4.24% 0.271%
74 14.092 2039 2041 2044 rVVv3 28488 35239 2.31% 0.148%
75 14.186 2054 2057 2059 rVv2 45761 54651 3.59% 0.230%
76 14.221 2059 2063 2066 rvVv 147505 182455 11.97% 0.767%
77 14.251 2066 2068 2071 rVv2 66397 76164 5.00% 0.320%
78 14.315 2073 2079 2081 rVV2 109534 156906 10.30% 0.659%
79 14.345 2081 2084 2086 rVvVv 72670 94093 6.17% 0.395%
80 14.363 2086 2087 2091 rVVv2 73672 71602 4._.70% 0.301%
81 14.415 2094 2096 2102 rVB2 44776 54195 3.56% 0.228%
82 14.527 2112 2115 2117 rBV3 27676 32608 2.14% 0.137%
83 14.604 2125 2128 2131 rBV2 73454 79203 5.20% 0.333%
84 14.674 2137 2140 2142 rBV 78638 81514 5.35% 0.342%

85 14.845 2164 2169 2178 rBV 315931 640804 42.05% 2.692%

86 14.915 2178 2181 2183 rVV2 96303 107861 7.08% 0.453%
87 14.945 2183 2186 2190 rVB 73267 86382 5.67% 0.363%
88 15.039 2196 2202 2205 rBV3 31103 60468 3.97% 0.254%
89 15.121 2211 2216 2222 rVB 162016 220657 14.48% 0.927%
90 15.180 2222 2226 2231 rBV 252372 312174 20.48% 1.312%

91 15.239 2231 2236 2239 rVV 449696 566665 37.18% 2.381%
92 15.262 2239 2240 2248 rVB2 136565 170500 11.19% 0.716%
93 15.668 2299 2309 2314 rBV2 84776 163911 10.76% 0.689%

94 16.121 2382 2386 2393 rVB4 44706 73733 4.84% 0.310%
95 16.280 2408 2413 2417 rBvVS 12787 28671 1.88% 0.120%
96 16.586 2459 2465 2472 rVB2 71243 137622 9.03% 0.578%
97 16.656 2473 2477 2485 rVB7 32958 61877 4._.06% 0.260%
98 16.745 2488 2492 2497 rBV2 20341 34052 2.23% 0.143%
99 16.986 2528 2533 2543 rVB 42630 90999 5.97% 0.382%
100 17.121 2551 2556 2564 rBV 10302 32723 2.15% 0.137%
Sum of corrected areas: 23801226
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100518\

BF109625.D
5 Oct 2018 22:56
Ju/SsJ
J5263-06 GRID15-COMP-100318
11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF109625.D
a7

6.35

5.32 6.86

7.26
7.9¢

6.70

4.89

0
Time-->

N
LI s B

I
5.00 5.50

6.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF109625.D

12.79

13.83
10.52

12.42

9.73 11.23

.29

Time-->

12.50 13.00 13.50

10.27
A B 0o i e %ﬁk

9.50 10.00 10.50 11.00 11.50 12.00

Abundance

1400000

1200000

1000000

800000

600000

400000

0

200000 232,

TIC: BF109625.D

o085 '%807416.99 1,

Time-->

14.50 15.00 15.50

16.00 16.50 17.00 17.50

18.00 18.50

19.00 19.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109625.D

Aca On : 5 0ct 2018 22:56

Operator : JU/SJ

ﬁ?ggle i J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown6.47 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.47 55.70 ng 1523940 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 745 (6.469 min): BF109625.D (-742) (-) m/z 132.00 100.00%
132
5000 68
40 96 6.20 6.40 6.60 6.80
2ol e TR
o} e o L A I m/z 68.10 46.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000
6.20 6.40 6.60 6.80
104 m/z 134.00 31.71%
ol 14 27 39 1 R g | us
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
“ 6.20 6.40 6.60 6.80
5000 og 116 m/z 65.95 29.67%
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80
m/z 69.05 19.09%
117
5000
39 91
m TS e [ws]
0 |||||‘||||‘||‘N||“l‘|||‘”|||‘ﬁ||“i‘|||‘||l“||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109625.D

Aca On : 5 0ct 2018 22:56

Operator : JU/SJ

ﬁ?ggle i J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Phenanthrene, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.74 7.21 ng 223728 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 96
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 94
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 94
Abundance Scan 1641 (11.739 min): BF109625.D (-1638) (-) m/z 192.10 100.00%
192
5000
% 110 15" 1l e 11130 11160 1150 1500
01 m/z 191.10 59.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54745: Phenanthrene, 4-methyl-
192
5000
11.40 11.60 11.80 12.00
165 m/z 189.10 29.66%
o 27 30 51 63 83 % 115157130152 | 178
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192
11.40 11.60 11.80 12.00
5000 m/z 190.05 15.23%
04 165
0 27 39 51 63 82 7' 115106130152 | 176 ||
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-  EEAR o L L
192 11.40 11.60 11.80 12.00
m/z 193.10 14 .52%
5000
165
ol 15 27 39 51 63 83 96 115106130152 | 176
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100518\
Data File : BF109625.D

Aca On : 5 Oct 2018 22:56

Operator : JU/SJ

Sample : J5263-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Phenanthrene, 2-methyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.79 2.53 ng 78398 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 95
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
3 Anthracene. 1-methvl- 192 C15H12 000610-48-0 91
4 Naphthol2.3-blnorbornadiene 192 C15H12 107426-38-0 89
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 87

Abundance Scan 1650 (11.792 min): BF109625.D (-1646) (-) m/z 192.10 100.00%
192
5000
82 96 165 11.40 11.60 11.80 12.00 12.20
63 139 176 208
o 40 152 m/z 191.10 52.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192
5000
11.40 11.60 11.80 12.00 12.20
165 m/z 189.05 26.87%
94
0 27 39 51 63 8? I 115126 139 152 .J 1?6 "“
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #54734: Anthracene, 2-methyl-
192
11.40 11.60 11.80 12.00 12.20
5000 m/z 193.05 17 .34%
96 165
o 63 83 " 115 139150 | 176 ‘h\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54732: Anthracene, 1-methyl-
192 11.40 11.60 11.80 12.00 12.20
m/z 190.10 12.15%
5000
83 o5 165
15 27 3950 70 | | 115126 139 152 | 176 || N
m/z--> 20 40 60 8 100 120 140 160 180 200 11,40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109625.D

Aca On : 5 0ct 2018 22:56

Operator : JU/SJ

ﬁ?ggle i J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.82 6.36 ng 197172 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 53
3 Methvl diselenide 190 C2H6Se2 007101-31-7 38
4 3.5-Dichlorobenzoic acid 190 C7H4Cl1202 000051-36-5 25
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 14

Abundance Scan 1655 (11.821 min): BF109625.D (-1651) (-) m/z 190.10 100.00%
160
5000
i 165 1% 11180 1500 1950
63 81 - - - -
) S T I AL 9190 L te M. 29 Thzz 189.10  99.14%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.60 11.80 12.00 12.20
m/z 192.10 36.94%
oL 27 39 50 63 81 || 110122 137 150 163 178
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
1160 11.80 12.00 12.20
5000 m/z 191.10 33.25%
94
81 163
0I""I'”'I""L"tl"'W""I'”'I""Pk"I"”
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53209: Methyl diselenide
9 190 11.60 11.80 12.00 12.20
m/z 187.10 20.82%
175
5000
80 109 160
0 I B AL m e IH‘I‘\I B e
mz-> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109625.D

Aca On : 5 0ct 2018 22:56

Operator : JU/SJ

ﬁ?ggle i J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Anthracene, 1l-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.84 2.70 ng 83769 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 72
2 1H-Cvclopropal lI'lphenanthrene.la.... 192 C15H12 000949-41-7 72
3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 64
4 1H-Indene. 1-phenvl- 192 C15H12 001961-96-2 64
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 64
Abundance Scan 1658 (11.839 min): BF109625.D (-1657) (-) m/z 192.10 100.00%
192
5000
03 1o 11160 1180 1200 1220
69 82 111 126 137 152 8 : : : :
o 3955 ! = m/z 191.10  62.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54739: Anthracene, 1-methyl-
192
5000
11.60 11.80 12.00 12.20
165 m/z 165.10 19.92%

63 74 86 96 115196 139 152 176

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192
B B B B S B A
11.60 11.80 12.00 12.20
5000 m/z 189.10 13.45%
165
ol 27 39 51 63 73 83 9 115126 139 152 | 176 M\
i B B e L R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54727: 1H-Indene, 2-phenyl-
192 11.60 11.80 12.00 12.20
m/z 193.10 8.66%
5000

165
27 39 51 63 74 g5 96 119196 130 152 | 178 M

e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109625.D

Aca On : 5 0ct 2018 22:56

Operator : JU/SJ

ﬁ?ggle i J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Phenanthrene, 2,5-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.26 2.39 ng 74070 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 95
2 Phenanthrene. 3.6-dimethvl- 206 Cl16H14 001576-67-6 94
3 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 94
4 Phenanthrene. 1.7-dimethvl- 206 C16H14 000483-87-4 93
5 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 91
Abundance Scan 1730 (12.263 min): BF109625.D (-1725) (-) m/z 206.10 100.00%
6
5000
39 63 76 89101 115 139 155 165176 12.00 12.20 12.40 12.60
ol 122 m/z 191.05 58.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 191
12.00 12.20 12.40 12.60
g9 101 m/z 189.10 34.16%
0 27 39 51 63 6 | h 115127 139 152 19° 178
m/z--> 20 40 60 80 100 120 140 1éo 180 200
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206
12.00 12.20 12.40 12.60
5000 191 m/z 205.10 23.15%
ol 15 27 39 51 63 " ' | 115126139152 165178 || |
m/z--> 20 40 60 80 100 120 140 1éo 1éo 260 '
Abundance #66238: di-p-Tolylacetylene
206 12.00 12.20 12.40 12.60
m/z 207.10 20.84%
5000
191
o 27 39 51 63 76 89 102 115127139 152 165178 || “
m/z--> 20 40 60 80 160 120 140 1éo 1éo 200 12100 12,20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109625.D

Aca On : 5 0ct 2018 22:56

Operator : JU/SJ

ﬁ?ggle i J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 11H-Benzo[b]fluorene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.97 2.32 ng 144068 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 94
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 91
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 90
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 81
5 1,3,5-Triazine-2,4,6-triamine, N... 216 C10H12N6 046731-79-7 64
Abundance Scan 1850 (12.968 min): BF109625.D (-1848) (-) m/z 216.10 100.00%
216
5000
395163 8L 9| 137150163175 189 228 12.60 12.80 13.00 13.20
0 2L m/z 215.10 82.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74418: 11H-Benzo[b]fluorene
216
5000

12.60 12.80 13.00 13.20
m/z 213.10  23.79%

107
28 50 63 81 94 122 139150163 176 189200

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74425: Fluoranthene, 2-methyl-
216
12.60 12.80 13.00 13.20
5000 m/z 217.10 18.16%
108 189
oL 2739 6274 95| 12 139150163174 1200 |
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74411: Pyrene, 1-methyl-
216 12.60 12.80 13.00 13.20
m/z 107 .60 12_.57%
5000
95 108 189
ol 14 27 50 63 82 | 1° 122134 150163174 | 200 |||
LA B e e o e R o e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109625.D

Aca On : 5 0ct 2018 22:56

Operator : JU/SJ

ﬁ?ggle i J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Pyrene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.07 2.66 ng 165334 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 95
2 Pvrene. 2-methvl- 216 C17H12 003442-78-2 83
3 Pvrene. 4-methvl- 216 C17H12 003353-12-6 64
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 60
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 58

Abundance Scan 1867 (13.068 min): BF109625.D (-1864) (-) m/z 232.10 100.00%

5000
202

12.80 13.00 13.20 13.40
m/z 216.10  83.40%

94 189
106 139150 163 176

40 51 63 75

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #74412: Pyrene, 1-methyl-
216
5000
12.80 13.00 13.20 13.40
94 108 189 m/z 231.05 46.13%
o 27 39 50 63 81 122 137 150 163174 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74413: Pyrene, 2-methyl-
216
12.80 13.00 13.20 13.40
5000 95 m/z 215.10 45 _.94Y%
108
o s3ea 8 | | 122 150163174 1200 |
IR e e N I e e e R AJREE T B e o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74414: Pyrene, 4-methyl-
216 12.80 13.00 13.20 13.40
m/z 202 .05 24 _74%
5000
108 189
o 3950 6374 95 | 122135 150 163174 200 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.80 13.00 13 20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109625.D

Aca On : 5 0ct 2018 22:56

Operator : JU/SJ

ﬁ?ggle i J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 11H-Benzo[a]fluoren-11-one Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.69 2.88 ng 178796 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 94
2 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 64
3 1-Pvrenecarboxaldehvde 230 C17H100 003029-19-4 50
4 6H-Benzldelanthracen-6-one 230 C17H100 080252-14-8 49
5 m-Terphenyl 230 C18H14 000092-06-8 43

Abundance Scan 1973 (13.692 min): BF109625.D (-1969) (-) m/z 230.10 100.00%

57
43

5000

3

13.40 13.60 13.80 14.00

244258 281
(o} m/z 57.05 71.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230
5000 LA L L L L LB
13. 40 13 60 13. 80 14. OO
101 200 m/z 43.05 59.22%
0 & | us 134120 178 | 215
,,,,, L L RN AR AR S SN KRN RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #86246: 7H-Benz[de]anthracen-7-one
230
R L I o o S
13.40 13.60 13.80 14.00
5000 202 m/z 83.05 51.76%

27 50 74 101115 134150 174188 || |

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #86238: 1-Pyrenecarboxaldehyde
201 230 13.40 13.60 13.80 14.00
m/z 55.00 51.54%
5000 100

3

115 134150 174

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109625.D

Aca On : 5 0ct 2018 22:56

Operator : JU/SJ

ﬁ?ggle i J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Chrysene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.22 2.93 ng 182455 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chrvsene. l1l-methvl- 242 C19H14 003351-28-8 93
2 Benzlalanthracene. 7-methvl- 242 C19H14 002541-69-7 93
3 2-Methvlchrvsene 242 C19H14 003351-32-4 93
4 Benzlalanthracene. 8-methvl- 242 C19H14 002381-31-9 91
5 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 91

Abundance Scan 2063 (14.221 min): BF109625.D (-2059) (-) m/z 242.10 100.00%

242

5000

14.00 14.20 14.40 14.60
m/z 241.10 29.91%

0
0 44 63 77 94 135150 174189 21 256 272

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96039: Chrysene, 1-methyl-

5000
14.00 14.20 14.40 14.60

m/z 239.10 29.08%

120 226

ol 27 63 95 150163 187202
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96048: Benz[a]anthracene, 7-methyl-
242
14.00 14.20 14.40 14.60
5000 m/z 243.10 24.71%
119
ol 39 63 78 94 150163 187202 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96032: 2-Methylchrysene e R RREas R
242 14.00 14.20 14.40 14.60
m/z 240.10 12.43%
5000
oL 28 63 g0 9 150163 187202
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109625.D

Aca On : 5 0ct 2018 22:56

Operator : JU/SJ

ﬁ?ggle i J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 9H-Cyclopenta[a]pyrene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

14.32 2.52 ng 156906 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Cvclopentalalpvrene 240 C19H12 050861-05-7 62
2 2-Propen-1-one. 1-(2-hvdroxvphen... 240 C15H1203 013323-66-5 47
3 5.6-Dimethvl-4-phenvl-3-cvanopvr... 240 C14H12N2S 094639-18-6 47
4 (9-Hvdroxvmethvl-T1.1001phenanthr... 240 C14H12N202 078831-36-4 37
5 1,3,5-Triazin-2-amine, 4,6-dichl... 240 C9H6CI2N4 002272-40-4 36

Abundance Scan 2080 (14.321 min): BF109625.D (-2073) (-) m/z 240.05 100.00%

2

5000

14.00 14.20 14.40 14.60

188 213226

135 150164

0 m/z 239.10 80.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94382: 9H-Cyclopenta[a]pyrene
240
5000

14.00 14.20 14.40 14.60
119 m/z 57.00  41.34%

ol 27 43 63 78 93106 135150163 187 211224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94042: 2-Propen-1-one, 1-(2-hydroxyphenyl)-3-(4-hydroxyph...
240

14.00 14.20 14.40 14.60

5000 m/z 71.05 29.88%
121
223
65 107
MWmﬁwhlmmm L
Ol P 1 1 P PP A H”IHI“I ||‘|||‘||||H|||||||||
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #93904. 5,6-Dimethyl-4-phenyl-3-cyanopyridine-2(1H)-thione e
240 14.00 14.20 14.40 14.60

m/z 237.00 27 .23%

5000

39 77 112 127140453 179 212225

) e L0 e Y -0 NN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109625.D

Aca On : 5 0ct 2018 22:56

Operator : JU/SJ

ﬁ?ggle i J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .60 2.80 ng 79203 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Nonadecane 268 C19H40 000629-92-5 94
3 Heptadecane 240 C17H36 000629-78-7 89
4 Octadecane 254 C18H38 000593-45-3 89
5 Eicosane 282 C20H42 000112-95-8 76
Abundance Scan 2127 (14.598 min): BF109625.D (-2125) (-) m/z 57.00 100.00%
57 256
a3 | 71

5000

14.20 14.40 14.60 14.80 15.00

o m/z 256.10 99.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83025: Hexadecane
43 9
5000 71 S L
85 14.20 14.40 14.60 14.80 15.00
29 m/z 71.10 75.93%
0 | | 99113127141155169183197 226
R B B o e L E A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117638: Nonadecane
57
T T
817 14.20 14.40 14.60 14.80 15.00
5000 85 m/z 43.10 70.05%

99
| | 118127141155169183197211 225239 268

0.”,”.W.H.P.”,M.W.H.P.”,”...”...” A RRERamazEaE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94344: Heptadecane e
57 14.20 14.40 14.60 14.80 15.00
m/z 85.10 49.00%
43 71
5000 85
29
ol15 L Lo ﬂg1}31g7141155169183197211 240 A
R R A R RdRARRE BaR e R paas a e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109625.D

Aca On : 5 0ct 2018 22:56

Operator : JU/SJ

ﬁ?ggle i J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.67 2.88 ng 81514 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 74
3 (.+/-.)-Lavandulol. pentafluorop... 300 C13H17F502 1000352-63-1 72
4 3.7.11-Tridecatrienenitrile., 4.8... 231 C16H25N 006006-01-5 56
5 .beta.-Citronellol, chlorodifluo... 268 C12H19CIF202 1000376-20-8 53
Abundance Scan 2139 (14.668 min): BF109625.D (-2137) (-) m/z 69.05 100.00%
60
41
% 121 149 230 14,40 14.60 14.80 15.00
0 )| |I| inlh IL ‘| || L nl?2| 1227“. l 281 0
i it , T m/z 81.10 50.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
60
5000 L B S L B
a1 14,40 14.60 14.80 15.00
B m/z 41.00 26 .40%
olrs | sl daygger i 231 2730 saider
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
14,40 14.60 14.80 15.00
5000 m/z 256.10 18.34%
41
95 137
0 \‘d hud 316 ) 163 191 217 245 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #144117: (.+/-.)-Lavandulol, pentafluoropropionate R B B e
9 14.40 14.60 14.80 15.00
93 119 m/z 68.00 14.10%
5000 4l
sl |\ b | ,L,“f,}?,?ﬁ"?, 24 o
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109625.D

Aca On : 5 0ct 2018 22:56

Operator : JU/SJ

ﬁ?ggle i J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.92 3.81 ng 107861 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Nonadecane 268 C19H40 000629-92-5 87
3 Heneicosane 296 C21H44 000629-94-7 76
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 70
5 Hexacosane 366 C26H54 000630-01-3 70

Abundance Scan 2182 (14.921 min): BF109625.D (-2178) (-) m/z 57.05 100.00%

57

5000

268 e
14.60 14.80 15.00 15.20

m/z 71.10 78 .63%

169 187 211228 247

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane
5|7

14,60 14.80 15.00 15.20
m/z 43.10 64.30%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane
57
A BN A R AR
14.60 14.80 15.00 15.20
5000 85 m/z 85.05 57.85%

‘ h H 113 141 169 197 205940 268

ol 2l b L T 109 197 225040 2B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane e R e A
57 14.60 14.80 15.00 15.20

m/z 55.00 24.69%
85
5000
4
113

. 2 | | R e 197 225 253268 29

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109625.D

Aca On : 5 0ct 2018 22:56

Operator : JU/SJ

ﬁ?ggle i J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.12 7.79 ng 220657 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Pervlene 252 C20H12 000198-55-0 94
3 Benzolklfluoranthene 252 C20H12 000207-08-9 93
4 Benzolil1fluoranthene 252 C20H12 000205-82-3 91
5 Benzo[a]pyrene 252 C20H12 000050-32-8 91
Abundance Scan 2216 (15.121 min): BF109625.D (-2211) (-) m/z 252.10 100.00%
282
5000
4 63 86 1 2 150165 185198 224 267281 14.80 1500 15.20 15.30
0 m/z 250.10 30.01%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
282
5000

14.80 15.00 15.20 15.40
m/z 253.10 19.77%

125
50 63 83 98112 146 174 200 224237

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104215: Perylene
252
14.80 15.00 15.20 15.40
5000 m/z 125.00 13.09%
126
27 50 99113 | 150 174 108 224237
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[K]fluoranthene AR R e
252 14.80 15.00 15.20 15.40
m/z 126.00 11.20%
5000
126
. 99l 20 224 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109625.D

Aca On : 5 0ct 2018 22:56

Operator : JU/SJ

ﬁ?ggle i J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.67 5.79 ng 163911 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2309 (15.668 min): BF109625.D (-2299) (-) m/z 57.10 100.00%
57
85
5000
113 266 el e 150 1800
32155 183 15.40 15.60 15.80 16.00
ol :l,-.J.l-.l.'“, LS T e s w/z 71.05  77.13%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 L B BUEL UL B
mmmmmmmm
113 m/z 43.05 63.39%
oL20hy ﬂ 1411169139211 239 267 295 323 352
m/z--> §0 1%0 200 2éo 360 3%0 '
Abundance #209565: Octacosane
57
' 15.40 15.60 15.80 16.00
5000 85 m/z 85.05 54 _75%
29 113 141
0 ey ﬂ 169 197 225 253 281 309 337 365 394
m/z--> §0 100 1%0 260 250 360 3%0 '
Abundance #194493: Hexacosane T e
57 15.40 15.60 15.80 16.00
m/z 55.05 23.23%
5000 85
. 2?” J‘J‘ n1}311§1 169 197 225 253 295 323 367
m/z--> §0 100 1%0 260 250 360 350 ' 1550 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109625.D

Aca On : 5 0ct 2018 22:56

Operator : JU/SJ

ﬁ?ggle i J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 Nonadecane, 9-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.12 2.60 ng 73733 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 91
2 Hexacosane 366 C26H54 000630-01-3 83
3 2-methvloctacosane 408 C29H60 1000376-72-8 80
4 Eicosane 282 C20H42 000112-95-8 68
5 Heneicosane 296 C21H44 000629-94-7 68

Abundance Scan 2386 (16.121 min): BF109625.D (-2382) (-) m/z 57.05 100.00%
127, R AEERRREE R R R R
“ I 49169 191 239 263284 15.80 16.00 16.20 16.40
o L "m'”. e L e e o e e o I S m/z 71.10 72.33%
m/z--> 100 150 200 250 300 350
Abundance #129502: Nonadecane, 9-methyl-
57
5000 LA L L L L L B LB L |
15.80 16.00 16.20 16.40
140 168 m/z 43.10 64 .31%
0 211 238 267
m/z--> 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
R REERE R R Ry
15.80 16.00 16.20 16.40
5000 85 m/z 85.05 56.60%
29 113
0 ‘l“i Lok 141 169 197 205 253 295 323 367
— e e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane B S
57 15.80 16.00 16.20 16.40
m/z 55.05 22 .33%
- T \}\/‘AMWM“N/\AMNW
113
o 29| I J ‘1§1 169 197 225 267 295 365 393
e .... — T T T R e N A
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16. 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100518\
Data File : BF109625.D
Acq On : 5 Oct 2018 22:56 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : J5263-06 GRID15-COMP-100318
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .47 6.47 55.7 ng 1523940 1 6.70 547242 20.0
Phenanthrene, 4-m... 11.74 7.2 ng 223728 4 11.21 620219 20.0
Phenanthrene, 2-m... 11.79 2.5 ng 78398 4 11.21 620219 20.0
4H-Cyclopenta[def... 11.82 6.4 ng 197172 4 11.21 620219 20.0
Anthracene, 1-met... 11.84 2.7 ng 83769 4 11.21 620219 20.0
Phenanthrene, 2,5... 12.26 2.4 ng 74070 4 11.21 620219 20.0
11H-Benzo[b]fluorene 12.97 2.3 ng 144068 5 13.83 1243390 20.0
Pyrene, 1l-methyl- 13.07 2.7 ng 165334 5 13.83 1243390 20.0
11H-Benzo[a]fluor... 13.69 2.9 ng 178796 5 13.83 1243390 20.0
Chrysene, 1-methyl- 14.22 2.9 ng 182455 5 13.83 1243390 20.0
9H-Cyclopenta[a]p--. 14.32 2.5 ng 156906 5 13.83 1243390 20.0
Hexadecane 14.60 2.8 ng 79203 6 15.24 566665 20.0
Squalene 14.67 2.9 ng 81514 6 15.24 566665 20.0
Eicosane 14.92 3.8 ng 107861 6 15.24 566665 20.0
Benzo[e]pyrene 15.12 7.8 ng 220657 6 15.24 566665 20.0
Pentacosane 15.67 5.8 ng 163911 6 15.24 566665 20.0
Nonadecane, 9-met... 16.12 2.6 ng 73733 6 15.24 566665 20.0
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